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Fig.S1. ZFTB mitigates AIA-C-associated multi-organ histopathological alterations and modulates organ coefficients in rats. (A) Representative H&E-stained sections of lung, liver, spleen, thymus, and kidney from NC, AIA-C, AIA-C+ZF2, and AIA-C+MTX groups. (B–C) Serum creatinine (CRE, B) and blood urea nitrogen (BUN, C) levels. (D–I) Organ/brain coefficients (organ weight/brain weight) of heart (D), kidney (E), liver (F), lung (G), spleen (H), and thymus (I). Data are presented as mean ± SEM.*P < 0.05, **P < 0.01, ***P < 0.001 vs. AIA-C group; #P < 0.05, ##P < 0.01, ###P < 0.001 vs. NC group.
Fig.S2. ZFTB modulates serum short-chain fatty acid (SCFA) profiles in AIA-C rats. (A–G) Serum concentrations of butyric acid (A), acetic acid (B), isovaleric acid (C), valeric acid (D), hexanoic acid (E), propionic acid (F), and isobutyric acid (G) in the NC, AIA-C, AIA-C+ZF0.5, AIA-C+ZF1, and AIA-C+ZF2 groups. Data are presented as mean ± SEM. *P < 0.05, **P < 0.01, ***P < 0.001 vs. AIA-C group; #P < 0.05, ##P < 0.01, ###P < 0.001 vs. NC group.
Table S1. Tentatively identified chemical components in ZFTB by UPLC-Q-TOF-MS/MS (109 compounds). 
Table S2. Drug-likeness and ADMET evaluation scores of the compounds identified from ZFTB. 
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Supplementary Table S1. Tentatively identified chemical components in ZFTB by UPLC-Q-TOF-MS/MS (109 compounds).

	NO.
	Retention
Time
	Compounds
	Ion Mode
	Molecular
Formula
	Adducts
	Experimental
m/z
	Theoretical
m/z
	ppm
	Fragments
	Class
	Subclass

	1
	0.483
	DL-Arginine
	POS
	C6H14N4O2
	[M+H]+
	175.1198
	175.1195
	1.71
	130.0967；72.0808；70.0660；60.0572
	Carboxylic acids and derivatives
	Amino acids, peptides, and analogues

	2
	0.697
	Isocitrate
	NEG
	C6H8O7
	[M-H]-
	191.0201
	191.0192
	4.71
	129.0191；111.0122；87.0090；85.0330
	Carboxylic acids and derivatives
	Tricarboxylic acids and derivatives

	3
	0.790
	Citric acid
	NEG
	C6H8O7
	[M-H]-
	191.0201
	191.0192
	4.71
	129.0191；111.0122；87.0122；85.0330
	Carboxylic acids and derivatives
	Tricarboxylic acids and derivatives

	4
	0.897
	Adenosine
	POS
	C10H13N5O4
	[M+H]+
	268.1071
	268.1046
	9.32
	136.0611
	Purine nucleosides
	0

	5
	1.011
	Guanosine
	NEG
	C10H13N5O5
	[M-H]-
	282.0840
	282.0838
	0.71
	150.0434
	Purine nucleosides
	0

	6
	1.303
	Gallic acid
	NEG
	C7H6O5
	[M-H]-
	169.0133
	169.0137
	-2.37
	125.0266
	Benzene and substituted derivatives
	Benzoic acids and derivatives

	7
	1.453
	Vitamin B2
	POS
	C17H20N4O6
	[M+H]+
	377.1426
	377.1461
	-9.28
	243.0848
	Pteridines and derivatives
	Alloxazines and isoalloxazines

	8
	1.524
	1'-O-Galloylsucrose
	NEG
	C19H26O15
	[M-H]-
	493.1222
	493.1193
	5.88
	331.0687
	Benzene and substituted derivatives
	Benzoic acids and derivatives

	9
	1.524
	1'-O-Galloylsucrose isomer
	NEG
	C19H26O15
	[M-H]-
	493.1222
	493.1193
	5.88
	331.0687
	/
	/

	10
	2.814
	Neochlorogenic acid
	NEG
	C16H18O9
	[M-H]-
	353.0862
	353.0873
	-3.12
	191.0541；179.0370
	Organooxygen compounds
	Alcohols and polyols

	11
	2.865
	3-Amino-2-naphthoic acid
	POS
	C11H9NO2
	[M+H]+
	188.0713
	188.0712
	0.53
	144.0834；142.0626
	Naphthalenes
	Naphthalenecarboxylic acids and derivatives

	12
	3.020
	Mudanpioside F
	NEG
	C16H24O8
	[M+COOH]-
	389.1448
	389.1448
	0
	343.1458
	Prenol lipids
	Terpene glycosides

	13
	3.021
	Senbusine A
	POS
	C23H37NO6
	[M+H]+
	424.2725
	424.2699
	6.13
	356.2238；374.2296
	Prenol lipids
	Diterpenoids

	14
	3.690
	Paeoniflorin sulfite
	NEG
	C23H28O13S
	[M-H]-
	543.1165
	543.1172
	-1.29
	544.1263
	Prenol lipids
	Terpene glycosides

	15
	3.862
	carmichaeline
	POS
	C22H35NO4
	[M+H]+
	378.2645
	378.2644
	0.26
	360.261
	Prenol lipids
	Diterpenoids

	16
	3.889
	Pratensein 7-O-glucoside
	NEG
	C22H22O11
	[M+COOH]-
	507.1158
	507.1139
	3.75
	507.1237
	Isoflavonoids
	Isoflavonoid O-glycosides

	17
	3.925
	Oxypaeoniflorin
	NEG
	C23H28O12
	[M-H]-
	495.1496
	495.1503
	-1.41
	495.1574
	Prenol lipids
	Terpene glycosides

	18
	3.925
	Oxypaeoniflorin isomer
	NEG
	C23H28O12
	[M-H]-
	495.1496
	495.1503
	-1.41
	495.1574
	/
	/

	19
	3.926
	Isotalatizidine
	POS
	C23H37NO5
	[M+H]+
	408.2733
	408.2750
	-4.16
	358.2395
	Prenol lipids
	Diterpenoids

	20
	4.296
	Epicatechin
	NEG
	C15H14O6
	[M-H]-
	289.0702
	289.0712
	-3.46
	245.0830；289.0762
	Flavonoids
	Flavans

	21
	4.296
	Catechin
	NEG
	C15H14O6
	[M-H]-
	289.0702
	289.0712
	-3.46
	245.0830
	Flavonoids
	Flavans

	22
	4.452
	Chlorogenic acid
	NEG
	C16H18O9
	[M-H]-
	353.0862
	353.0873
	-3.12
	191.0590；179.0370；353.0928
	Organooxygen compounds
	Alcohols and polyols

	23
	4.780
	Cryptochlorogenic acid
	NEG
	C16H18O9
	[M-H]-
	353.0862
	353.0873
	-3.12
	179.0370；173.0474
	Organooxygen compounds
	Alcohols and polyols

	24
	5.017
	4-Methylphthalic anhydride
	POS
	C9H6O3
	[M+H]+
	163.039
	163.0395
	-3.07
	135.0448
	Benzofurans
	Benzofuranones

	25
	5.017
	7-Hydroxycoumarin
	POS
	C9H6O3
	[M+H]+
	163.039
	163.0395
	-3.07
	164.0428；117.0333；135.0448；145.0314
	Coumarins and derivatives
	Hydroxycoumarins

	26
	6.228
	Ulopterol
	POS
	C15H18O5
	[M+H]+
	279.122
	279.1233
	-4.66
	147.0433
	Coumarins and derivatives
	0

	27
	6.513
	Angelitriol
	POS
	C15H18O6
	[M+H]+
	295.1162
	295.1182
	-6.78
	277.1145；247.0963；177.0534
	Coumarins and derivatives
	0

	28
	7.310
	Paeoniflorin
	NEG
	C23H28O11
	[M+COOH]-
	525.1636
	525.1608
	5.33
	449.1462；327.1081；165.0584
	Prenol lipids
	Terpene glycosides

	29
	7.310
	Astraganoside
	NEG
	C23H28O11
	[M+COOH]-
	525.1636
	525.1608
	5.33
	479.1624；449.1462；327.1145；165.0584
	Isoflavonoids
	Isoflavonoid O-glycosides

	30
	7.310
	Albiflorin
	NEG
	C23H28O11
	[M+COOH]-
	525.1636
	525.1608
	5.33
	449.1462；327.1081；165.0584
	Prenol lipids
	Terpene glycosides

	29
	7.383
	Astraganoside
	POS
	C23H28O11
	[M+Na]+
	503.1564
	503.1529
	6.96
	77.0402；479.1637
	Isoflavonoids
	Isoflavonoid O-glycosides

	31
	8.224
	Acetylatractylodinol
	POS
	C17H20O4
	[M+H]+
	289.1425
	289.1440
	-5.19
	105.0718
	Fatty Acyls
	Fatty alcohol esters

	32
	8.494
	Cimicifuga glycoside
	POS
	C22H28O11
	[M+H]+
	469.1694
	469.1710
	-3.41
	307.1173
	Benzopyrans
	1-benzopyrans

	33
	9.483
	Liquiritin
	NEG
	C21H22O9
	[M-H]-
	417.1179
	417.1186
	-1.68
	255.0671
	Flavonoids
	Flavonoid glycosides

	34
	9.483
	neoliquiritin
	NEG
	C21H22O9
	[M-H]-
	417.1179
	417.1186
	-1.68
	255.0671
	Flavonoids
	Flavonoid glycosides

	35
	9.584
	Isoliquiritigenin
	POS
	C15H12O4
	[M+H]+
	257.0824
	257.0814
	3.89
	239.0735；211.0739；147.0433；137.0235
	Linear 1,3-diarylpropanoids
	Chalcones and dihydrochalcones

	36
	9.584
	Liquiritigenin
	POS
	C15H12O4
	[M+H]+
	257.0824
	257.0814
	3.89
	239.0735；137.0234
	Flavonoids
	Flavans

	37
	9.584
	(S)-Pinocembrin
	POS
	C15H12O4
	[M+H]+
	257.0824
	257.0814
	3.89
	147.0433；137.0235
	Flavonoids
	Flavans

	38
	9.584
	(R)-Pinocembrin
	POS
	C15H12O4
	[M+H]+
	257.0824
	257.0814
	3.89
	147.0433；137.0235
	Flavonoids
	Flavans

	39
	9.739
	Calycosin-7-O-glucoside
	NEG
	C22H22O10
	[M+COOH]-
	491.1224
	491.119
	6.92
	283.0608；268.0394
	Isoflavonoids
	Isoflavonoid O-glycosides

	39
	9.798
	Calycosin-7-O-glucoside
	POS
	C22H22O10
	[M+H]+
	447.127
	447.1291
	-4.70
	285.0750；270.0528
	Isoflavonoids
	Isoflavonoid O-glycosides

	40
	9.798
	Oroxylin A 7-O-glucoside
	POS
	C22H22O10
	[M+H]+
	447.127
	447.1291
	-4.70
	447.1344
	Flavonoids
	Flavonoid glycosides

	36
	9.912
	Liquiritigenin
	POS
	C15H12O4
	[M+H]+
	257.0824
	257.0814
	3.89
	239.0735；137.0234
	Flavonoids
	Flavans

	37
	9.912
	(S)-Pinocembrin
	POS
	C15H12O4
	[M+H]+
	257.0824
	257.0814
	3.89
	147.0433；137.0235
	Flavonoids
	Flavans

	38
	9.912
	(R)-Pinocembrin
	POS
	C15H12O4
	[M+H]+
	257.0824
	257.0814
	3.89
	147.0433；137.0235
	Flavonoids
	Flavans

	41
	10.801
	6′-O-galloyl paeoniflorin
	NEG
	C30H32O15
	[M-H]-
	631.1632
	631.1663
	-4.91
	631.1720；632.1810
	Prenol lipids
	Terpene glycosides

	42
	10.917
	Cimifugin
	POS
	C16H18O6
	[M+H]+
	307.1174
	307.1182
	-2.60
	259.0558
	Benzopyrans
	1-benzopyrans

	43
	13.148
	Columbianetin
	POS
	C14H14O4
	[M+H]+
	247.0963
	247.0970
	-2.83
	229.0847；201.0553；187.0397；147.0475
	Coumarins and derivatives
	Furanocoumarins

	44
	13.148
	Nodakenetin
	POS
	C14H14O4
	[M+H]+
	247.0963
	247.0970
	-2.83
	229.0847；201.0553；147.0475
	Coumarins and derivatives
	Furanocoumarins

	45
	15.258
	6-O-Malonate-calycosin-7-O-β-D-glucoside
	POS
	C25H24O13
	[M+H]+
	533.1261
	533.1295
	-6.38
	533.126
	Isoflavonoids
	Isoflavonoid O-glycosides

	46
	16.159
	Ononin
	NEG
	C22H22O9
	[M+COOH]-
	475.1241
	475.1240
	0.21
	267.0659；252.0448
	Isoflavonoids
	Isoflavonoid O-glycosides

	47
	16.249
	(6αR,11αR)-10-hydroxy-3,9-dimethoxypantane
	POS
	C17H16O5
	[M+H]+
	301.1083
	301.1076
	2.32
	269.0819
	/
	/

	48
	16.249
	Phellopterin
	POS
	C17H16O5
	[M+H]+
	301.1083
	301.1076
	2.32
	233.0439
	Coumarins and derivatives
	Furanocoumarins

	49
	16.249
	Cnidilin
	POS
	C17H16O5
	[M+H]+
	301.1083
	301.1076
	2.32
	233.0439；159.0414；131.0499
	Coumarins and derivatives
	Furanocoumarins

	50
	16.473
	6''-O-acetylisoliquiritin
	NEG
	C23H24O10
	[M-H]-
	459.1268
	459.1291
	-5.01
	255.0671
	Flavonoids
	Flavonoid glycosides

	51
	16.580
	Isoliquiritin
	NEG
	C21H22O9
	[M-H]-
	417.1179
	417.1186
	-1.68
	255.0671
	Flavonoids
	Flavonoid glycosides

	52
	16.58
	neoisoliquiritin
	NEG
	C21H22O9
	[M-H]-
	417.1179
	417.1186
	-1.68
	255.0671
	Flavonoids
	Flavonoid glycosides

	53
	17.268
	Benzoylaconine
	POS
	C32H45NO10
	[M+H]+
	604.3134
	604.3122
	1.99
	572.2853；129.0699；105.0339
	Prenol lipids
	Diterpenoids

	54
	17.613
	Atractyloside A
	NEG
	C21H36O10
	[M+COOH]-
	493.2239
	493.2285
	-9.33
	447.2228
	Prenol lipids
	Terpene glycosides

	55
	17.627
	(1R,4S,6R)-1,3,3-trimethyl-2oxabicyclo[2.2.2]oct-6-yl-6-O-β-Dglucopyranosyl-β-D-glucopyranoside
	NEG
	C22H38O12
	[M-H]-
	493.2317
	493.2285
	6.49
	447.2228
	/
	/

	56
	17.826
	Methylnissolin-3-O-glucoside
	NEG
	C23H26O10
	[M+COOH]-
	507.1475
	507.1503
	-5.52
	507.1554
	Isoflavonoids
	Furanoisoflavonoids

	57
	17.994
	Oxypeucedanin hydrate
	POS
	C16H16O6
	[M+H]+
	305.1036
	305.1025
	3.61
	203.0315；187.0397
	Coumarins and derivatives
	Furanocoumarins

	58
	18.336
	Benzoylhypaconine
	POS
	C31H43NO9
	[M+H]+
	574.299
	574.3016
	-4.53
	542.2736；129.0701
	Prenol lipids
	Diterpenoids

	59
	18.482
	Calycosin
	NEG
	C16H12O5
	[M-H]-
	283.0608
	283.0607
	0.35
	268.0394
	Isoflavonoids
	O-methylated isoflavonoids

	60
	18.482
	Gengkwanin
	NEG
	C16H12O5
	[M-H]-
	283.0608
	283.0607
	0.35
	268.0394
	Flavonoids
	O-methylated flavonoids

	61
	18.518
	Calycosin isomer
	NEG
	C16H12O5
	[M-H]-
	283.0608
	283.0607
	0.35
	283.0667；268.0394
	/
	/

	62
	18.86
	isomucronulatol 7-O-glucoside
	NEG
	C23H28O10
	[M-H]-
	463.1649
	463.1604
	9.72
	301.1073
	Isoflavonoids
	Isoflavonoid O-glycosides

	63
	19.206
	Hamaudol
	POS
	C15H16O5
	[M+H]+
	277.1087
	277.1076
	3.97
	259.0954
	Benzopyrans
	1-benzopyrans

	64
	19.584
	Formononetin-7-O-glycoside-6''-O-malonate
	POS
	C25H24O12
	[M+H]+
	517.1321
	517.1346
	-4.83
	269.0819
	Isoflavonoids
	Isoflavonoid O-glycosides

	65
	21.831
	Benzoylalbiflorin
	NEG
	C30H32O12
	[M+COOH]-
	629.1831
	629.1870
	-6.20
	583.1797；553.1746
	Prenol lipids
	Terpene glycosides

	66
	21.831
	Benzoylpaeoniflorin
	NEG
	C30H32O12
	[M+COOH]-
	629.1831
	629.1870
	-6.20
	583.1797；553.1746
	Prenol lipids
	Terpene glycosides

	67
	21.831
	Mudanpioside J
	NEG
	C31H34O14
	[M-H]-
	629.1831
	629.1870
	-6.20
	629.1919
	Tannins
	Hydrolyzable tannins

	68
	22.757
	24-Hydroxy-licoricesaponin A3
	NEG
	C48H72O22
	[M-H]-
	999.4434
	999.4437
	-0.30
	999.4656
	0
	0

	69
	23.219
	Angelol A
	POS
	C20H24O7
	[M+H]+
	377.1631
	377.1600
	8.22
	301.1082；277.1028；219.0641；205.0527
	Coumarins and derivatives
	0

	70
	23.219
	Angelol G
	POS
	C20H24O7
	[M+H]+
	377.1631
	377.1600
	8.22
	359.1461；301.1082；277.1028；219.0641；205.0476
	Coumarins and derivatives
	0

	71
	23.219
	Angelol D
	POS
	C20H24O7
	[M+H]+
	377.1631
	377.1600
	8.22
	359.1461；301.1082；277.1028；219.0641；205.0476
	Coumarins and derivatives
	0

	72
	24.837
	Angelol B
	POS
	C20H24O7
	[M+H]+
	377.1631
	377.1600
	8.22
	277.1087；219.0641；205.0527
	Coumarins and derivatives
	0

	73
	24.837
	Angelol K
	POS
	C20H24O7
	[M+H]+
	377.1631
	377.1600
	8.22
	359.1528；301.1082；277.1087；219.0641；205.0527
	Coumarins and derivatives
	0

	74
	25.058
	Licoricesaponin A3
	NEG
	C48H72O21
	[M-H]-
	983.4436
	983.4488
	-5.29
	983.4656
	Prenol lipids
	Terpene glycosides

	74
	25.058
	Licoricesaponin A3
	POS
	C48H72O21
	[M+H]+
	985.4661
	985.4644
	1.73
	809.4902；615.3870；453.3332
	Prenol lipids
	Terpene glycosides

	75
	25.158
	Formononetin
	NEG
	C16H12O4
	[M-H]-
	267.0660
	267.0657
	1.12
	252.0448
	Isoflavonoids
	O-methylated isoflavonoids

	76
	25.465
	Angelol C
	POS
	C20H26O7
	[M+H]+
	379.1755
	379.1757
	-0.52
	361.1634；303.1210；277.1087；219.0641；205.0476
	Coumarins and derivatives
	0

	77
	25.465
	Angelol I
	POS
	C20H26O7
	[M+H]+
	379.1755
	379.1757
	-0.52
	361.1634；303.1210；277.1087；219.0641；205.0476
	Coumarins and derivatives
	0

	78
	25.465
	Angelol L
	POS
	C20H26O7
	[M+H]+
	379.1755
	379.1757
	-0.52
	361.1634；303.1210；277.1087；219.0641；205.0476
	Coumarins and derivatives
	0

	79
	26.113
	Astragaloside Ⅴ 
	NEG
	C47H78O19
	[M+COOH]-
	991.5105
	991.5114
	-0.91
	991.5104
	Steroids and steroid derivatives
	Steroidal glycosides

	80
	26.113
	Astragaloside Ⅵ 
	NEG
	C47H78O19
	[M+COOH]-
	991.5105
	991.5114
	-0.91
	991.5104
	Steroids and steroid derivatives
	Steroidal glycosides

	81
	26.113
	Astragaloside Ⅶ 
	NEG
	C47H78O19
	[M+COOH]-
	991.5105
	991.5114
	-0.91
	991.5104
	Steroids and steroid derivatives
	Steroidal glycosides

	82
	26.313
	Licoricesaponin G2
	POS
	C42H62O17
	[M+H]+
	839.4039
	839.4065
	-3.10
	645.3605；469.3372；451.3270
	Prenol lipids
	Terpene glycosides

	83
	26.313
	Uralsaponin N
	POS
	C42H62O17
	[M+H]+
	839.4039
	839.4065
	-3.10
	663.3767；469.3372
	Fatty Acyls
	Fatty acyl glycosides

	84
	26.313
	Uralsaponin U
	POS
	C42H62O17
	[M+H]+
	839.4039
	839.4065
	-3.10
	663.3767；469.3372
	Fatty Acyls
	Fatty acyl glycosides

	85
	26.313
	Macedonoside A
	POS
	C42H62O17
	[M+H]+
	839.4039
	839.4065
	-3.10
	663.3767；469.3372
	0
	0

	86
	26.313
	Hydroxyglycyrrhizic acid
	POS
	C42H62O17
	[M+H]+
	839.4039
	839.4065
	-3.10
	663.3767；469.3372
	/
	/

	87
	26.704
	Yunganoside L1
	NEG
	C48H72O20
	[M-H]-
	967.4525
	967.4539
	-1.45
	821.3979
	Prenol lipids
	Triterpenoids

	88
	26.704
	Yunganoside J1
	NEG
	C48H72O20
	[M-H]-
	967.4525
	967.4539
	-1.45
	821.3979
	Prenol lipids
	Triterpenoids

	89
	26.740
	Astragaloside IV
	NEG
	C41H68O14
	[M+COOH]-
	829.451
	829.4586
	-9.16
	489.3591，161.0452，101.0254
	Steroids and steroid derivatives
	Steroidal glycosides

	90
	27.046
	Isoangenomalin
	POS
	C14H12O3
	[M+H]+
	229.0847
	229.0865
	-7.86
	201.0553；187.0397；159.0414；131.0499
	Coumarins and derivatives
	Furanocoumarins

	91
	27.210
	Glycyrrhizic acid
	POS
	C42H62O16
	[M+H]+
	823.4093
	823.4116
	-2.79
	647.3829；471.3448
	Prenol lipids
	Terpene glycosides

	92
	27.210
	Licoricesaponin H2
	POS
	C42H62O16
	[M+H]+
	823.4093
	823.4116
	-2.79
	647.3829；471.3448
	Prenol lipids
	Terpene glycosides

	93
	27.210
	Uralsaponin B
	POS
	C42H62O16
	[M+H]+
	823.4093
	823.4116
	-2.79
	647.3829；471.3448
	Prenol lipids
	Terpene glycosides

	94
	27.210
	Licoricesaponin K2
	POS
	C42H62O16
	[M+H]+
	823.4093
	823.4116
	-2.79
	647.3829；471.3448
	Prenol lipids
	Terpene glycosides

	95
	27.210
	18alpha-glycyrrhizin
	POS
	C42H62O16
	[M+H]+
	823.4093
	823.4116
	-2.79
	647.3829；471.3448
	Prenol lipids
	Triterpenoids

	96
	27.474
	Dodecylethanolamine
	POS
	C16H35NO2
	[M+H]+
	274.2742
	274.2746
	-1.46
	256.2647
	Organonitrogen compounds
	Amines

	97
	27.880
	β-Eudesmol
	POS
	C15H26O
	[M+NH4]+
	240.2341
	240.2327
	5.83
	205.1948；183.1736；149.1308；135.1168；97.0986；71.0901；67.0632
	Prenol lipids
	Sesquiterpenoids

	98
	28.109
	melliferone
	POS
	C30H44O3
	[M+H]+
	453.3333
	453.3369
	-7.94
	435.3200
	Prenol lipids
	Triterpenoids

	99
	28.358
	Atractylenolide I
	POS
	C15H18O2
	[M+H]+
	231.1403
	231.1385
	7.79
	213.1243
	Naphthofurans
	0

	100
	28.579
	3'-O-Angeloylhamaudol
	POS
	C20H22O6
	[M+H]+
	359.1461
	359.1495
	-9.47
	200.2365；279.1587
	Benzopyrans
	1-benzopyrans

	101
	28.707
	Licoricesaponin J2
	POS
	C42H64O16
	[M+H]+
	825.4305
	825.4273
	3.88
	437.3418；455.3514
	Prenol lipids
	Terpene glycosides

	102
	29.675
	Sesamin
	NEG
	C20H18O6
	[M-H]-
	353.106
	353.1025
	9.91
	340.0925；219.0635；189.0498
	Furanoid lignans
	0

	103
	29.840
	3-O-Acetylhamaudol
	POS
	C17H18O6
	[M+H]+
	319.1187
	319.1182
	1.57
	259.0954
	Benzopyrans
	1-benzopyrans

	104
	30.304
	Ledebouriellol
	POS
	C20H22O7
	[M+H]+
	375.1425
	375.1444
	-5.06
	275.0909
	Benzopyrans
	1-benzopyrans

	105
	30.452
	Glabridin
	NEG
	C20H20O4
	[M-H]-
	323.1270
	323.1283
	-4.02
	323.1334
	Isoflavonoids
	Pyranoisoflavonoids

	106
	30.482
	Osthole
	POS
	C15H16O3
	[M+H]+
	245.1195
	245.1178
	6.94
	189.0573；161.0631；159.0414；131.0499
	Coumarins and derivatives
	0

	107
	30.845
	Licoisoflavone B
	POS
	C20H16O6
	[M+H]+
	353.1017
	353.1025
	-2.27
	353.1084
	Isoflavonoids
	Pyranoisoflavonoids

	108
	30.881
	Peucedanin
	POS
	C19H20O5
	[M+H]+
	329.1370
	329.1389
	-5.77
	229.0847
	Coumarins and derivatives
	Furanocoumarins

	109
	30.881
	Columbianadin
	POS
	C19H20O5
	[M+H]+
	329.1370
	329.1389
	-5.77
	229.0847；159.1613
	Coumarins and derivatives
	Furanocoumarins







[bookmark: _Hlk231819561]Supplementary Table S2. Drug-likeness and ADMET evaluation scores of the compounds identified from ZFTB.
	Compounds
	MW
	TPSA
	LogS
	T1/2
	QED
	FDAMDD

	melliferone
	452.33
	43.37
	-4.592
	0.295
	0.297
	0.642

	Paeoniflorin
	480.16
	164.37
	-2.273
	3.671
	0.306
	0.049

	Oxypaeoniflorin
	496.16
	184.6
	-2.431
	3.69
	0.247
	0.065

	Albiflorin
	480.16
	172.21
	-1.757
	2.982
	0.3
	0.103

	Benzoylpaeoniflorin
	584.19
	170.44
	-3.559
	3.255
	0.318
	0.135

	Benzoylalbiflorin
	584.19
	178.28
	-2.851
	2.41
	0.248
	0.262

	6′-O-galloyl paeoniflorin
	632.17
	231.13
	-3.16
	4.027
	0.145
	0.441

	Mudanpioside F
	344.15
	136.68
	-0.946
	2.19
	0.398
	0.031

	Mudanpioside J
	630.19
	199.9
	-3.045
	2.385
	0.236
	0.455

	Paeoniflorin sulfite
	544.13
	190.67
	-1.984
	3.076
	0.194
	0.032

	Licoricesaponin G2
	838.4
	287.27
	-3.571
	3.814
	0.155
	0.016

	Licoricesaponin H2
	822.4
	267.04
	-3.719
	4.036
	0.171
	0.033

	Licoricesaponin J2
	824.42
	270.2
	-3.333
	3.77
	0.125
	0.012

	Glycyrrhizic acid
	822.4
	267.04
	-3.91
	3.945
	0.171
	0.02

	24-Hydroxy-licoricesaponin A3
	1000.45
	366.42
	-2.929
	4.637
	0.087
	0.001

	Licoricesaponin A3
	984.46
	346.19
	-3.533
	4.805
	0.102
	0.004

	Macedonoside A
	838.4
	287.27
	-3.799
	4.103
	0.163
	0.021

	Uralsaponin N
	838.4
	287.27
	-3.685
	3.15
	0.155
	0.02

	Uralsaponin U
	838.4
	287.27
	-3.544
	3.708
	0.155
	0.011

	Uralsaponin B
	822.4
	267.04
	-3.708
	4.038
	0.171
	0.02

	Licoricesaponin K2
	822.4
	270.2
	-3.715
	3.866
	0.158
	0.025

	18alpha-glycyrrhizin
	822.4
	267.04
	-3.855
	4.04
	0.171
	0.021

	Astragaloside IV
	784.46
	228.22
	-2.165
	3.192
	0.162
	0.028

	Astragaloside Ⅴ 
	946.51
	307.37
	-1.888
	4.343
	0.112
	0.003

	Astragaloside Ⅵ 
	946.51
	307.37
	-1.942
	3.971
	0.112
	0.002

	Astragaloside Ⅶ 
	946.51
	307.37
	-3.399
	3.737
	0.112
	0.263

	Yunganoside L1
	968.46
	329.12
	-3.722
	5.153
	0.142
	0.025

	Yunganoside J1
	968.46
	329.12
	-3.394
	5.117
	0.142
	0.782

	β-Eudesmol
	222.2
	20.23
	-2.927
	1.05
	0.667
	0.329

	Isoliquiritigenin
	256.07
	77.76
	-3.457
	1.376
	0.583
	0.714

	Liquiritigenin
	256.07
	66.76
	-4.008
	1.721
	0.823
	0.629

	(S)-Pinocembrin
	256.07
	66.76
	-4.294
	1.047
	0.823
	0.696

	(R)-Pinocembrin
	256.07
	66.76
	-4.084
	1.03
	0.823
	0.799

	Calycosin-7-O-glucoside
	446.12
	159.05
	-3.067
	3.81
	0.37
	0.072

	Pratensein 7-O-glucoside
	462.12
	179.28
	-3.309
	3.83
	0.302
	0.058

	Ononin
	430.13 
	138.82
	-3.264
	3.115
	0.459
	0.061

	Methylnissolin-3-O-glucoside
	462.15
	136.3
	-2.803
	4.618
	0.497
	0.027

	Calycosin
	284.07
	79.9
	-3.5
	1.601
	0.756
	0.764

	isomucronulatol 7-O-glucoside
	464.17
	147.3
	-2.758
	4.441
	0.405
	0.105

	Formononetin
	268.07
	59.67
	-4.356
	0.805
	0.775
	0.734

	Gengkwanin
	284.07
	79.9
	-4.368
	0.97
	0.756
	0.788

	Glabridin
	324.14
	58.92
	-4.688
	1.731
	0.832
	0.884

	6-O-Malonate-calycosin-7-O-β-D-glucoside
	532.12
	202.42
	-2.803
	3.366
	0.197
	0.068

	Formononetin-7-O-glycoside-6''-O-malonate
	516.13
	182.19
	-2.653
	2.799
	0.243
	0.058

	Licoisoflavone B
	352.09
	100.13
	-4.15
	1.486
	0.616
	0.871

	Oroxylin A 7-O-glucoside
	446.12
	159.05
	-3.078
	3.009
	0.37
	0.096

	Astraganoside
	480.16
	167.53
	-1.527
	4.969
	0.324
	0.047

	Epicatechin
	290.08
	110.38
	-2.52
	2.268
	0.51
	0.815

	Catechin
	290.08
	110.38
	-2.581
	2.443
	0.51
	0.801

	Liquiritin
	418.13
	145.91
	-3.046
	3.697
	0.472
	0.049

	neoliquiritin
	418.13
	145.91
	-3.179
	3.78
	0.472
	0.05

	Isoliquiritin
	418.13
	156.91
	-3.023
	3.405
	0.284
	0.091

	neoisoliquiritin
	418.13
	156.91
	-3.03
	3.399
	0.284
	0.052

	6''-O-acetylisoliquiritin
	460.14
	162.98
	-3.144
	2.418
	0.226
	0.094

	7-Hydroxycoumarin
	162.03
	50.44
	-2.901
	1.128
	0.597
	0.666

	Ulopterol
	278.12
	79.9
	-3.461
	1.142
	0.828
	0.474

	Cnidilin
	300.1
	61.81
	-4.205
	0.876
	0.54
	0.752

	Oxypeucedanin hydrate
	304.09
	93.04
	-3.767
	1.103
	0.717
	0.747

	Nodakenetin
	246.09
	-3.872
	2.413
	1.093
	0.78
	0.505

	Isoangenomalin
	228.08
	39.44
	-3.928
	0.93
	0.556
	0.794

	3'-O-Angeloylhamaudol
	358.14
	85.97
	-3.625
	0.851
	0.654
	0.834

	Osthole
	244.11
	39.44
	-4.559
	0.721
	0.614
	0.568

	3-O-Acetylhamaudol
	318.11
	85.97
	-3.327
	0.807
	0.813
	0.676

	Columbianetin
	246.09
	59.67
	-4.226
	0.856
	0.78
	0.706

	Columbianadin
	328.13
	65.74
	-4.714
	0.53
	0.491
	0.857

	Sesamin
	354.11
	55.38
	-3.129
	1.524
	0.825
	0.476

	Phellopterin
	300.1
	61.81
	-4.297
	0.662
	0.54
	0.71

	Peucedanin
	258.09
	52.58
	-4.388
	0.746
	0.658
	0.726

	1'-O-Galloylsucrose
	494.13
	256.29
	-0.862
	3.421
	0.127
	0.029

	Angelol A
	376.15
	106.2
	-3.5
	1.024
	0.453
	0.429

	Angelol B
	376.15
	106.2
	-3.617
	1.06
	0.453
	0.55

	Angelol D
	376.15
	106.2
	-3.656
	0.86
	0.453
	0.643

	Angelol G
	376.15
	106.2
	-3.284
	1.251
	0.453
	0.486

	Angelol K
	376.15
	106.2
	-3.504
	1.052
	0.453
	0.544

	Angelol C
	378.17
	106.2
	-3.839
	0.855
	0.563
	0.367

	Angelol I
	378.17
	106.2
	-3.982
	0.91
	0.563
	0.342

	Angelol L
	378.17
	106.2
	-3.995
	0.946
	0.563
	0.318

	Angelitriol
	294.11
	100.13
	-2.382
	1.604
	0.726
	0.449

	Senbusine A
	423.26
	102.62
	-1.898
	3.402
	0.499
	0.62

	carmichaeline
	377.26
	73.16
	-2.305
	2.429
	0.676
	0.572

	Isotalatizidine
	407.27
	82.39
	-1.75
	2.36
	0.642
	0.457

	Benzoylaconine
	603.3
	147.38
	-2.886
	2.521
	0.3
	0.298

	Benzoylhypaconine
	573.29
	127.15
	-2.559
	1.843
	0.402
	0.254

	Isocitrate
	192.03
	132.13
	0.348
	2.111
	0.421
	0.065

	Citric acid
	192.03
	132.13
	0.614
	1.886
	0.427
	0.017

	Gallic acid
	170.02
	97.99
	-1.55
	2.2
	0.46
	0.207

	3-Amino-2-naphthoic acid
	187.06
	63.32
	-3.231
	1.965
	0.672
	0.315

	Chlorogenic acid
	354.1
	164.75
	-2.958
	2.758
	0.234
	0.41

	Neochlorogenic acid
	354.1
	164.75
	-2.755
	2.965
	0.234
	0.579

	Cryptochlorogenic acid
	354.1
	164.75
	-2.372
	2.577
	0.234
	0.812

	4-Methylphthalic anhydride
	162.03
	43.37
	-2.573
	2.093
	0.426
	0.175

	Cimifugin
	306.11
	89.13
	-3.99
	1.341
	0.89
	0.679

	Hamaudol
	276.1
	79.9
	-3.202
	1.245
	0.768
	0.855

	DL-Arginine
	174.11
	127.72
	-1.289
	2.115
	0.228
	0.184

	Adenosine
	267.1
	139.54
	-1.677
	2.161
	0.491
	0.142

	Guanosine
	283.09
	159.51
	-2.183
	2.18
	0.398
	0.092

	Cimicifuga glycoside
	468.16
	168.28
	-3.184
	2.446
	0.36
	0.099

	dodecylethanolamine
	229.24
	32.26
	-2.859
	0.511
	0.474
	0.176

	Vitamin B2
	376.14
	161.56
	-3.798
	1.923
	0.328
	0.764

	Ledebouriellol
	374.14
	106.2
	-3.91
	1.144
	0.628
	0.719

	Atractylenolide I
	230.13
	26.3
	-4.036
	1.256
	0.47
	0.627

	Acetylatractylodinol
	240.08
	39.44
	-3.126
	0.741
	0.601
	0.409

	Atractyloside A
	448.23
	177.14
	-1.618
	2.586
	0.25
	0.021





